Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.047; wR factor = 0.146; data-to-parameter ratio = 13.2. organic compounds o2720 Zhang et al.
In the title compound, C 29 H 23 N 3 , the pyrimidine ring adopts an envelope conformation. The dihedral angle between the phenyl rings attached to the pyrimidine-ring double bond is 62.09 (7) . In the crystal, molecules are linked by N-HÁ Á ÁN hydrogen bonds, forming extended chains in the c-axis direction
Related literature
For background to quinazolines, see: Blackman et al. (1987) ; Billimora & Cava (1994) ; Helissey et al. (1994) ; Brana et al. (1994) ; Riou et al. (1991) ; Ibrahim et al. (1988) ; Shi et al. (1993 Shi et al. ( , 2003 ; McMurry (1983) . For ttypical Csp 2 -N bond distances, see: Lorente et al. (1995) .
Experimental
Crystal data C 29 H 23 N 3 M r = 413.50 Monoclinic, P2 1 =c a = 16.006 (4) Å b = 11.382 (3) Å c = 11.906 (3) Å = 91.810 (4) V = 2167.8 (10) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 298 K 0.44 Â 0.42 Â 0.33 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.968, T max = 0.976 11276 measured reflections 3819 independent reflections 2071 reflections with I > 2(I) R int = 0.038 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.146 S = 0.95 3819 reflections 289 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; Ày þ 3 2 ; z þ 1 2 .
Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. J. Zhang, X. Qin and X. Zhou
Comment
Quinazolines are an important class of compounds found in many natural products (e.g. hinckdentin A, Blackman et al., 1987; Billimora & Cava, 1994) , and employed as potent agents (Helissey et al., 1994; Brana et al., 1994; Riou et al., 1991; Ibrahim et al., 1988) . Low-valent titanium reagents have an exceedingly high ability to promote reductive coupling of carbonyl compounds and are attracting increasing interest in organic synthesis (McMurry, 1983; Shi et al., 1993; 2003) .
We report here the crystal structure of the title compound, (I), which was synthesized by the reaction of 4,5-diphenyl-2-(2-nitrophenyl)imidazole with 4-methylbenzaldehyde oxime, induced by low-valent titanium reagent (TiCl 4 /Sm) using THF as solvent at refluxing temperature.
In (I), atoms N1, C1, N2, C4, C5 and C10 form a fused pyrimidine ring, with interatomic distances of 1.445 (3)Å for N1-C1 and 1.475 (3)Å for N2-C1, which indicate that these C-N bonds are single. The pyrimidine ring adopts an envelope conformation; atoms N1, N2, C4, C5 and C10 are coplanar, while atom C1 deviates from this plane by -0.383 (3) Å.
The dihedral angle between the C18-C23 and C24-C29 phenyl rings is 62.09 (7)°. In addition, because of the existence of a conjugated system, the N1-C10 [1.384 (3) Å], N2-C2 [1.382 (3) Å] and N2-C4 [1.362 (3) Å] distances are significantly shorter than the typical Csp 2 -N bond distnec (1.426 Å; Lorente et al., 1995) . The molecules are linked by N-H···N hydrogen bonds to form extended chains in the c direction (Table 1 , Fig. 2 ).
Experimental
The title compound, (I), was prepared by the reaction of 4,5-diphenyl-2-(2-nitrophenyl)imidazole with 4-methylbenzaldehyde oxime, induced by low-valent titanium reagent (TiCl 4 /Sm). The single crystals of (I) suitable for X-ray diffraction were obtained by slow evaporation of a ethanol solution. 1 H NMR (DMSO-d 6 , δ): 2.18 (3H, s, CH 3 ), 6.32 (1H, d, J = 2.4 Hz, CH), 6.72 (2H, d, J = 8.4 Hz, ArH), 6.77-6.82 (2H, m, ArH), 7.01 (2H, d, J = 8.0 Hz, ArH), 7.09-7.26 (6H, m, ArH), 7.33 (1H, d, J = 2.4 Hz, ArH), 7.38-7.44 (3H, m, ArH), 7.51 (2H, d, J = 8.8 Hz, ArH), 7.84 (1H, d, J = 7.6 Hz, NH).
Refinement
H atoms were positioned geometrically and treated as riding on their parent atoms, with C-H distances in the range 0.93-0.98Å and N-H distance of 0.86 Å; the U iso (H) values were set equal to 1.2-1.5U eq (C). Fig. 1 . The molecular structure of (I), showing 40% probability displacement ellipsoids and the atom-numbering scheme. 
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